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In addition, in the HRMS spectrum (Fig2 in ESM) of [Re(CO)3L2] , there is no data corresponding to the measured values described in the experimental section (HRMS calcd. For ReC39H43N10O15 (M+H)+: 1079.7, found 1079.7827). Please check other experimental data descibed in the ESM. For the DFT calculation results, the coordinates of the calculation results for each structure should be described in ESM. If authors had performed the calculations in the solution, the authors should refer to the details of how to handle calculations in solution (for example, the polarizable continuum model (PCM) to include solvent effects).
Anyway, the authors should pay attention to the the manuscript to make revised version.
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Dear Dr Fang:
Title: Synthesis of novel technetium-99m tricarbonyl-HBED-CC complexes and structural prediction in solution by density functional theory Manuscript ID: RSOS-191247 Thank you for your submission to Royal Society Open Science. The chemistry content of Royal Society Open Science is published in collaboration with the Royal Society of Chemistry.
The editor assigned to your manuscript has now received comments from reviewers. We would like you to revise your paper in accordance with the referee and Subject Editor suggestions which can be found below (not including confidential reports to the Editor). Please note this decision does not guarantee eventual acceptance.
Please submit your revised paper before 06-Sep-2019. Please note that the revision deadline will expire at 00.00am on this date. If we do not hear from you within this time then it will be assumed that the paper has been withdrawn. In exceptional circumstances, extensions may be possible if agreed with the Editorial Office in advance. We do not allow multiple rounds of revision so we urge you to make every effort to fully address all of the comments at this stage. If deemed necessary by the Editors, your manuscript will be sent back to one or more of the original reviewers for assessment. If the original reviewers are not available we may invite new reviewers.
To revise your manuscript, log into http://mc.manuscriptcentral.com/rsos and enter your Author Centre, where you will find your manuscript title listed under "Manuscripts with Decisions." Under "Actions," click on "Create a Revision." Your manuscript number has been appended to denote a revision. Revise your manuscript and upload a new version through your Author Centre.
When submitting your revised manuscript, you must respond to the comments made by the referees and upload a file "Response to Referees" in "Section 6 -File Upload". Please use this to document how you have responded to the comments, and the adjustments you have made. In order to expedite the processing of the revised manuscript, please be as specific as possible in your response.
Please also include the following statements alongside the other end statements. As we cannot publish your manuscript without these end statements included, if you feel that a given heading is not relevant to your paper, please nevertheless include the heading and explicitly state that it is not relevant to your work.
• Acknowledgements Please acknowledge anyone who contributed to the study but did not meet the authorship criteria.
Once again, thank you for submitting your manuscript to Royal Society Open Science and I look forward to receiving your revision. If you have any questions at all, please do not hesitate to get in touch. Comments to the Author(s) This manuscript outlined the synthesis of technetium tricarbonyl complexes with N,O-based ligands, combined with density functional calculations to analyze the interaction energies and frontier molecular orbitals. This is a very nice example of combined experimental and computational work. It may be published after addressing the following minor issues: 1. The standard B3LYP functional was used for the calculations. The only concern is that dispersion was not included, and single point calculations with Grimme's dispersion correction should be added. 2. It seems that electronic energies or enthalpies were reported, but Gibbs energies may be reported for comparison. 3. Solvation effect in water (if in aqueous solution) should be considered using the SMD solvation model. 4. Coordinates should be given in the supporting information.
Yours sincerely, Dr Laura Smith
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Comments to the Author(s) The authors explained the synthesis and structural study of two complexes including technetium-99m with multidentate ligands. It seems that there are many errors and incorrect descriptions in the manuscript. The authors should pay more attention to make manuscript. I feel this manuscript is not suitable for Royal Society Open Science at present version. I recommend acceptance of the paper if the authors manage to address some major issues. 
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Comments to the Author(s)
Comments to the Author I appreciate the effort of the revised manuscript presented following the suggestions from reviewers. The manuscript has been revised well. I think this manuscript will be acceptable.
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Title: Synthesis of novel technetium-99m tricarbonyl-HBED-CC complexes and structural prediction in solution by density functional theory Manuscript ID: RSOS-191247.R1 It is a pleasure to accept your manuscript in its current form for publication in Royal Society Open Science. The chemistry content of Royal Society Open Science is published in collaboration with the Royal Society of Chemistry.
The comments of the reviewer(s) who reviewed your manuscript are included at the end of this email. I apologise this has taken longer than usual. 
